Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.005 Å; R factor = 0.040; wR factor = 0.105; data-to-parameter ratio = 11.7.
Related literature
For general background to ferrocene derivatives, see: Debroy & Roy (2007) . For a related structure, see: Valdebenito et al. (2010) . For the synthesis, see: Torres et al. (2002) ; Zora et al. (2006) .
Experimental
Crystal data [Fe(C 5 H 5 )(C 13 H 4 F 5 )] M r = 376.10 Triclinic, P1 a = 6.0767 (9) Å b = 10.7164 (15) Å c = 12.6014 (18) Å = 65.725 (2) = 89.364 (3) = 78.726 (2) V = 731.41 (18) Å 3 Z = 2 Mo K radiation = 1.08 mm À1 T = 292 K 0.30 Â 0.04 Â 0.02 mm
Data collection
Bruker SMART APEX CCD diffractometer 4793 measured reflections 2533 independent reflections 2169 reflections with I > 2(I) R int = 0.021 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.105 S = 1.05 2533 reflections 217 parameters H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 2.
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 . Molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level.
Figures
1- [(2, 3, 4, 5, (3) 0.0506 (7) C12 1.0717 (5) 0.8129 (3) 1.0184 (3) 0.0524 (7) C13 1.1670 (5) 0.7703 (3) 1.1340 (2) 0.0434 (6) C14 1.3917 (5) 0.7049 (3) 1.1689 (2) 0.0441 (7) C15 1.4796 (5) 0.6621 (3) 1.2811 (3) 0.0496 (7) C16 1.3452 (6) 0.6841 (3) 1.3614 (2) 0.0539 (8) C17 1.1218 (6) 0.7482 (3) 1.3302 (3) 0.0551 (8) C18 1.0362 (5) 0.7906 (3) 1.2187 (3) 0.0518 (8) F1 1.5272 (3) 0.68281 (19) 1.09132 (16) 0.0650 (5) −72.1 (2) C7-Fe1-C6-C10 118.9 (3) C8-Fe1-C1-C2 −42.6 (6) C8-Fe1-C6-C10 81.1 (2) C10-Fe1-C1-C2 −155.99 (19) C5-Fe1-C6-C10 −72.4 (2) C5-Fe1-C1-C2 119.2 (3) C9-Fe1-C6-C10 37.84 (18) C6-Fe1-C1-C2 −112.7 (2) C4-Fe1-C6-C10 −43.4 (5)
